. Coordinates of the CB [7] -DNT inclusion complex in water, geometry-optimised at the CPCM /wB97X-D/6-311+G** level of theory. Energy = −4892.96627 hartree. wB97X-D/6-311+G** -−36.9 wB97X-D/6-31G* -−38.9 MMFF94 -−34.7 wB97X-D/6-311+G** CPCM a −26.9 wB97X-D/6-31G* CPCM a −30.3 a Calculation was performed in the presence of solvent with the dielectric constant of water (78) using the CPCM model in Spartan '16. 
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